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Candida albicans were obtained as recently published. [8] KYE was provided by A. Bommarius (Georgia Institute of Technology, Atlanta, USA), the expression and purification was followed according to the published protocol [9] with an additional gel filtration step using Superdex 75. Ycnd was cloned, expressed and purified according to the literature. [10] 
Theoretical calculations
Geometries were optimized by second order perturbation theory [11] using Dunning's double-zeta correlation consistent basis set [12] (MP2/cc-pVDZ). Zero point energy and thermal corrections to Gibbs free energies were obtained by the standard harmonic oscillator-rigid rotor approximation using the same level of theory. The complete basis set limit (MP2/CBS) was estimated using Martin's extrapolation scheme [13] in combination with the cc-pVnZ, n = 2-4, basis set. Higher electron correlation effects were estimated by coupled-cluster calculations [14] in combination with a two-point extrapolation [15] to the basis set limit [CCSD(T)/cc-pVnZ, n = 2-3]. Solvent effects (aqueous solution) were estimated by the SM8 solvation model [16] using the M06-2X density functional [17] in combination with the 6-31+G(d,p) basis set. [18] Programs used were: NWChem 6.0, [19] GAMESSPLUS, [20] and MOLDEN [21] for visualization. The ΔG of the isomerization reaction of 1a to 2a was determined to be -9 kcal/mol. Table S1 . Gibbs free energies [kcal mol -1 ] of isomerization of 1a to 2a.
Method
Gas phase Aqueous solution [24] For partially deuterated 2a: 13 
Determination of conversion

